In the dinuclear title compound, [Na 2 (C 13 H 15 ClN 5 O 5 S) 2 -(H 2 O) 6 ] n , two Na + cations, disposed about a centre of inversion, are linked by two bridging water molecules. The coordination geometry is based on an O 5 donor set defined by four water molecules and a 4-aminobenzenesulfonate O atom in a distorted trigonal-bipyramidal geometry. In the crystal, significant O-HÁ Á ÁO, O-HÁ Á ÁN and N-HÁ Á ÁO hydrogen bonds lead to the formation of a three-dimensional architecture.
Related literature
For commercial and synthetic applications of related compounds, see: Candiani & Frigerio (2007) ; Hollink et al. (2005) ; Konstantion & Petrova (2002) .
Experimental
Crystal data [Na 2 (C 13 H 15 
2005)
T min = 0.834, T max = 0.985 8262 measured reflections 3418 independent reflections 1459 reflections with I > 2(I) R int = 0.106 Refinement R[F 2 > 2(F 2 )] = 0.062 wR(F 2 ) = 0.131 S = 0.87 3418 reflections 283 parameters 20 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.52 e Å À3 Á min = À0.52 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x; y À 1; z; (ii) Àx þ 1; Ày þ 1; Àz; (iii) x þ 1; y; z; (iv) Àx þ 2; Ày þ 2; Àz; (v) Àx þ 2; Ày þ 1; Àz þ 1; (vi) Àx þ 2; Ày þ 2; Àz þ 1. The asymmetric unit is shown in Fig. 1 . The dihedral angle between the benzene ring and the triazine ring is 8.6 (2)°. As shown in Fig. 2 , the crystal packing displays O-H···O, O-H···N and N-H···O hydrogen bonds, Table 1 .
Experimental
Cyanuric chloride (0.1 mol) was dissolved in acetone (120 ml). This solution was poured into distilled water (150 ml) with crushed ice (150 g). The reaction system was stirred maintaining the temperature at 0-5 °C in the ice-bath. An aqueous solution of sodium sulfate (0.1 mol) was slowly dropped into the above reaction vessel within 0.5 h, and then a 20% aqueous solution of sodium carbonate was added drop-wise to the reaction mixture to keep the pH at 7-8. Then the mixture was kept stirring for 5 h at 0-5 °C. After the reaction was completed, the white precipitate was filtered, washed with acetone and water twice, respectively, and dried at room temperatuer under vacuum to constant weight. This white powder is intermediate I. The intermediate I (0.05 mol) and a mixed solution of water and acetone (160 ml) were added into 250 ml four-neck flask. After stirring for 0.5 h at 25 °C, an aqueous solution of diethanol amine (0.06 mol) was slowly dropped into the reaction vessel within 0.5 h, and then a 20% aqueous solution of sodium carbonate was added drop-wise to the reaction mixture to keep the pH at 8-9. Then the mixture was kept stirring for 6 h at 45 °C. After the reaction was completed, the solution was rotary evaporated, washed with anhydrous alcohol twice, and dried at room temperature under vacuum to constant weight. The target product was obtained. Crystals of the title compound were obtained by slow evaporation of its methanol/n-hexane solution held at room temperature.
Refinement
Carbon-bound H-atoms were placed in calculated positions [C-H = 0.95 to 0.99 Å, U iso (H) = 1.2U eq (C)] and were included in the refinement in the riding model approximation. The positions of the O-and N-bound H-atoms were refined with light distance restraints, and with U iso (H) = 1.2U eq (water-O,N) and U iso (H) = 1.5U eq (hydroxyl-O)]. 
Computing details

Figure 1
The molecular structure of (I). Displacement ellipsoids are drawn at the 30% probability level. H atoms have been omitted.
Figure 2
A view of the crystal packing for (I). Hydrogen bonds are shown as dashed lines. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Na1 0.9529 (2) 0.8060 (2) (14) H4A-C4-H4B 108.0 O4-Na1-Na1 i 80.42 (10) N1-C5-N2 115.8 (5) O6 i -Na1-Na1 i 46.62 (8) N1-C5-N3 118.7 (5) O8-Na1-Na1 i 101.92 (11) N2-C5-N3 125.5 (4) O6-Na1-Na1 i 44.91 (8) N3-C6-N4 130.0 (5) Cl1 ii -Na1-Na1 i 114.70 (8) N3-C6-Cl1 116.6 (4) O7-Na1-H8B 82.4 (8) N4-C6-Cl1 113.4 (3) O4-Na1-H8B 142.8 (7) N2-C7-N5 121.3 (5) O6 i -Na1-H8B 127.8 (6) N2-C7-N4 125.9 (5) O8-Na1-H8B 17.3 (6) N5-C7-N4 112.8 (4) O6-Na1-H8B 80.6 (9) C9-C8-C13 119.3 (4) Cl1 ii -Na1-H8B 73.1 (6) C9-C8-N5 114.7 (4) Na1 i -Na1-H8B 108.3 (8) C13-C8-N5 126.0 (4) O4-S1-O5 112.25 (18) C8-C9-C10 120.4 (4) O4-S1-O3 112.36 (19) C8-C9-H9 119.8 O5-S1-O3 112.56 (18) C10-C9-H9 119.8 O4-S1-C11 107.4 (2) C11-C10-C9 120.6 (4) O5-S1-C11 105.8 (2) C11-C10-H10 119.7 O3-S1-C11 105.9 (2) C9-C10-H10 119.7
Hydrogen-bond geometry (Å, º) (5) 151 (4) 
